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Table 2. Atomic coordinates ( x 10^4) and equivalent isotropic
displacement parameters (A^2 x 10^3) for 1. U(eq) is defined
as one third of the trace of the orthogonalized Uij tensor.
x y z U(eq)
Sc 2424(1) 2779(1) 4811(1) 17(1)
Si 2345(1) 1091(1) 4566(1) 26(1)
Cl(1) 3748(1) 3723(1) 5218(1) 28(1)
C1(2) 983(1) 3685(1) 4633(1) 24(1)
Li 2300(4) 4514(2) 5073(3) 33(1)
0(1) 1908(2) 5018(1) 6090(1) 42(1)
0(2) 2672(1) 5247(1) 4316(1) 34(1)
C(1) 2195(2) 1661(1) 5559(2) 20(1)
C(2) 3114(2) 1985(1) 6028(2) 21(1)
C(3) 2803(2) 2543(1) 6549(1) 20(1)
C(4) 1684(2) 2589(1) 6370(2) 19(1)
C(5) 1295(2) 2055(1) 5774(1) 20(1)
C(6) 2628(2) 1799(1) 3768(1) 21(1)
C(7) 3588(2) 2196(1) 3744(1) 21(1)
C(8) 3295(2) 2828(1) 3308(2) 22(1)
C(9) 2187(2) 2851(1) 3054(1) 20(1)
C(10) 1776(2) 2222(1) 3357(2) 20(1)
C(11) 3432(3) 448(2) 4863(2) 42(1)
C(12) 1119(3) 602(2) 4110(2) 41(1)
C(13) 978(3) 4946(2) 6570(2) 47(1)
C(14) 1179(5) 5373(2) 7407(3) 78(1)
C(15) 2344(4) 5550(2) 7477(3) 81(2)
C(16) 2575(4) 5550(2) 6520(3) 79(1)
C(17) 1936(2) 5780(2) 3955(2) 42(1)
C(18) 2628(3) 6370(2) 3712(2) 44(1)
C(19) 3593(3) 6002(2) 3431(2) 46(1)
C(20) 3727(2) 5394(2) 4072(2) 42(1)
C(30) 3522(2) 2930(1) 7264(2) 25(1)
C(31) 3077(3) 3631(2) 7503(2) 36(1)
C(32) 3708(3) 2477(2) 8112(2) 34(1)
C(50) 129(2) 1866(1) 5527(2) 25(1)
C(51) -148(3) 1230(2) 6074(2) 41(1)
C(52) -650(2) 2444(2) 5676(2) 34(1)
C(70) 4721(2) 1949(1) 4028(2) 31(1)
C(71) 5022(3) 1382(2) 3386(2) 42(1)
C(72) 5550(2) 2524(2) 4088(2) 44(1)
C(90) 1558(2) 3397(1) 2492(2) 24(1)
C(91) 2128(3) 4091(1) 2511(2) 36(1)
C(92) 1303(3) 3148(2) 1513(2) 32(1)
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Symmetry transformations used to generate equivalent atoms:
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Table 5. Anisotropic displacement parameters.(A~2 x 10A3) 
for 1.
The anisotropic displacement factor exponent takes 
the form:
-2 piA [ h 2 a*2 U11 +..+2 h ka* b U12]I
U11 U22 U33 U23 U13 
U12
Sc 21(l) 16(1) 16(1) 0(1) 5(1) -1(1)
Si 39(1) 17(1) 23(1) -1(1) 8(1) 2(1)
Ci~i) 29(1) 26(1) 29(1) -2(1) 5(1) 
-9(1)
Cl(2) 28(1) 20(1) 26(1) 0(1) 7(1) 
3(1)
Li 44(3) 22(2) 331(3) -3(2) 7(2) -2(2)
0(1) 55(1) 35(1) 40(1) -15(1) 20(1) 
-10(1)
0(2) 36(1) 23(1) 45(1) 8(1) 10(1) 
-3(1)
C(2) 22(2) 22(1) 21(1) 6(1) 7(1) 
5(1)
M() 25(1) 21(1) 13(1) 4(1) 6(1) 
-1(1)
CM4 24(1) 19(1) 17(1) 1(1) 8(1) 
3(1)
C(5) 26(1) 19(1) 16(1) 5(1) 7(1) 
-2(1)
C(6) 31(2) 18(1) 16(1) -3(1) 7(1) 
4(1)
CM7 26(1) 26(1) 13(1)l) 7(1) 
4(1)
C(8) 26(2) 24(1) 18(1) -1) 10(1) 
-6(1)
C(9) 25(1) 22(1) 13(1 -3(1) 4(1) 
1(1)
C(10) 23(2) 21(1) 17(1) -5(1) 3(1) 
-1(1)
C(11) 65(2) 31(2) 32(2) 3(2) 15(2) 
15(2)
C(12) 62(2) 29(2) 3W() -6(2) 12(2) 
-13(2)
C(13) 48(2) 54(2) 42(2) 7(2) 15(2) 
13(2)
C(14-) 127(4) 53(3) 61(3) -14(2) 46(3) 
-5(3)
C(15) 111(4) 65(3) 60(3) -44(2) -15(3) 
26(3)
C(16) 79(3) 75(3) 88(3) -55(3) 32(3) 
-31(3)
C(17) 41(2) 30(2) 58(2) 10(2) 13(2) 
3(2)
C(18) 50(2) 36(2) 48(2) 17(2) 10(2) 
2(2)
C(19) 37(2) 49(2) 52(2) 23(2) 6(2) 
-3(2)
C(20) 30(2) 41(2) 56(2) 16(2) 5(2) 
.4(2)
C(30) 23(1) 31(2) 22(1) 0(1) 4(1) 
0(1)
C(31) 42(2) 35(2) 30(2) -111(1) -1(2) 
-1(2)
C(32) 34(2) 44(2) 24(2) 0(1) -2(1) 
0(2)
C(50) 28(2) 26(1) 23(2) -2(1) 8(1) 
-7(1)
C(51) 36(2) 33(2) 56(2) 6(2) 14(2) 
-10(2)
C(52) 25(2) 35(2) 43(2) 2(2) 10(1) 
-6(1)
C(70) 28(2) 42(2) 24(2) 6(1) 8(1) 
12(1)
C(71) 40(2) 49(2) 39(2) 1(2) 15(2) 
16 -(2)
C(72) 20(2) 60(2) 51(2) -2(2) 5(2) 
5(2)
C(90) 26(2)- 27(1) 20(1) 2(1) 5(1) 
3(1)
C(91) 53(2) 29(2) 25(2) 6(1) 0(2) 
-1(2)
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Table 2. Atomic coordinates ( x 10^4) and equivalent isotropic
displacement parameters (A^2 x 10^3) for 4. U(eq) is defined
as one third of the trace of the orthogonalized Uij tensor.
x y z U(eq)
y 4038(1) -26(1) 5000 16(1)
Cl 4980(1) 1226(1) 5000 23(1)
Si 2459(1) -322(1) 5000 20(1)
C(1) 3031(1) -196(2) 5656(1) 17(1)
C(2) 3462(1) -857(2) 5921(2) 18(1)
C(3) 3954(2) -348(2) 6216(2) 18(1)
C(4) 3840(1) 623(2) 6153(1) 18(1)
C(5) 3280(2) 704(2) 5803(1) 18(1)
C(11) 1901(3) 694(4) 5000 32(1)
C(12) 1979(3) -1418(4) 5000 31(1)
C(20) 3372(2) -1918(2) 5948(2) 24(1)
C(21) 3972(2) -2449(3) 6115(2) 34(1)
C(22) 2850(2) -2158(3) 6410(2) 35(1)
C(40) 4216(2) 1391(2) 6464(2) 23(1)
C(41) 4067(2) 2363(3) 6218(2) 38(1)
C(42) 4115(5) 1368(5) 7147(2) 88(3)
C(70) 5024(3) -4524(2) 5543(2) 50(1)
C(71) 5050(4) -4046(4) 5000 52(2)
C(60) 1108(3) -24(6) 7187(3) 107(2)
C(61) 1692(3) -10(5) 6878(2) 87(2)
C(62) 2250(3) 5(5) 7198(2) 77(1)
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C(42)-H(42C) 0.76(5)C(70)-C(70C) 1.361(7)C(70)-C(70)#3 1.364(5)C(70)-C(71) 0.84(3)C(70)-H(72) 1.364(5)C(71)-C(70)#1 0.93(5)
C(60)-C(60)4 1.361(11)C(60)-C(61) 1.401(7)C(60)-C(61) 1.10(5)C(60)-H(60) 1.367(7)C(61)-C(62) 1.23(7)
C(61)-H(61)












































































































































































































































































































Symmetry transformations used to generate equivalent atoms:
#1 x,y,-z+1 #2 -x+1,-y,-z+1 #3 -x+1,-y-1,z
#4 x+1-1,-y+1-1,-z+3/2
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Table 5. Anisotropic displacement parameters (AA2 x 10A3) for 1.
The anisotropic displacement.factor exponent takes the form:
-2 pi^2 [ h'2 a*^2 U11 + ...+ 2 hk a* b* U12 ]
U11 U22 U33 U23 U13 U12
Y 15(1) 16(1) 15(1) 0 0 0(1)
Cl 21(1) 22(1) 25(1) 0 0 0(1)
Si 16(1) 23(1) 22(1) 0 0 -2(1)
C(1) 19(1) 14(2) 18(2) -1(1) 3(1) 0(1)
C(2) 20(2) 17(2) 18(2) 2(1) 7(1) 0(1)
C(3) 18(2) 22(2) 14(2) 3(1) 0(1) 0(1)
C(4) 19(2) 20(2) 15(2) -3(1) 5(1) 2(1)
C(5) 19(2) 18(2) 18(2) 2(1) 4(1) 4(1)
C(11) 23(3) 41(4) 33(3) 0 0 5(2)
C(12) 28(3) 38(3) 26(3) 0 0 -15(3)
C(20) 29(2) 20(2) 22(2) 0(2) -2(1) .-5(1)
C(21) 38(3) 20(2) 44(3) 5(2) 9(2) -2(2)
C(22) 34(2) 30(2) 42(3) 8(2) 1(2) -10(2)
C(40) 21(2) 23(2) 26(2) -4(2) -1(1) -1(1)
C(41) 37(3) 23(2) 53(3) -8(2) -13(2) 1(2)
C(42) 173(8) 66(4) 25(3) -5(2) -10(4) -71(5)
C(70) 63(2) 38(2) 50(2) -11(2) -2(3) -4(3)
C(71) 68(4) 26(3) 62(4) 0 0 3(4)
C(60) 99(4) 132(5) 89(4) -19(6) -21(3) 27(6)
C(61) 129(5) 84(4) 49(3) 3(4) -4(3) 21(5)
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Table 2. Atomic oua1n(A^2 x 10^3) for U(eq) is Gennea
displacement parameter thogonalized Uij tensor.
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Table 3. Bond lengths [A]
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Symmetry transformations used to generate equivalent 
atoms:
D 1998 American Chemical Society, Organometallics, Yoder om980349j Supporting Info Page 26
iable 4. Anisotropic displacement parameters (A^2 x 10^3) for 4.
The anisotropic displacement factor exponent takes the form:
-2 pi^2 [ h^2 a*A2 U11 + ... + 2 h k a* b* U12 ]
U11
Zr
Si
N(1)
N(2)
C(1)
C(2)
C(3)
C(4)
C(5)
C(6)
C(7)
C(8)
C(9)
C(10)
C(11)
C(12)
C(13)
C (14)
C(15)
C (16)
C(20)
C (22)
C(21)
C(40)
C(41)
C (42)
C(70)
C (72)
C(71)
C(90)
C (91)
C(92)
31(1)
38(1)
'54(2)
40(2)
35(2)
50(2)
49(2)
36(2)
31(2)
37(2)
46(2)
31(2)
47(2)
44(2)
67(3)
48(3)
51(3)
60(3)
98(4)
108(4)
95(4)
165(7)
145(5)
51(2)
70(3)
122(5)
51(2)
124(5)
77(4)
72(3)
96(5)
156(7)
U22
27(1)
43(1)
27(2)
51(3)
27(2)
32(3)
39(3)
32(3)
42(3)
32(2)
34(2)
39(3)
38(3)
40(3)
58(4)
81(4)
128(6)
134(6)
34(3)
49(4)
30(3)
32(4)
45(4)
35(3)
40(3)
55(4)
30(3)
41(4)
51(4)
37(3)
85(6)
83(5)
U33
35(1)
49(1)
56(2)
54(2)
39(2)
36(2)
34(2)
33(2)
42(2)
33(2)
26(2)
41(2)
36(2)
36(2)
87(4)
65(3)
96(4)
86(3)
69(4)
99(5)
40(3)
94(5)
77(4)
40(2)
69(3)
56(3)
40(2)
69(4)
85(4)
56(3)
128(6)
80(4)
U23
-2(1)
-13(1)
-4(2)
-12(2)
-1(2)
1(2)
-1(2)
-3(2)
0(3)
-6(2)
-4(2)
1(2)
1(2)
-4(2)
-17(3)
-26(2)
-44(4)
-34(4)
1(3)
-7(4)
0(2)
17(3)
9(3)
-7(2)
-17(3)
-23(3)
-2(2)
-23(3)
6(3)
7(3)
24(5)
49(4)
U13
10(1)
12(1)
7(2)
19(1)
1(2)
2(2)
15(2)
4(2)
11(2)
13(2)
8(2)
4(2)
6(2)
11(2)
14(3)
28(3)
33(3)
34(3)
16(3)
26(4)
7(2)
-11(5)
32(4)
5(2)
3(3)
31(3)
5(2)
29(4)
27(3)
-3(2)
2(4)
25(4)
U12
1(1)
6(1)
8(2)
-3(2)
6(2)
3(2)
-4(2)
2(2)
-6(3)
-2(2)
-4(2)
-2(2)
4(2)
-11(2)
26(3)
-6(3)
-18(3)
10(4)
2(3)
35(4)
-5(3)
6(4)
-38(4)
-1(2)
-15(3)
-14(4)
-6(2)
-22(3)
-16(3)
11(3)
50(4)
40(5)
